LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\
Data File : BF082660.D

Aca On : 3 Nov 2015 14:57

Operator : UM/I1Z

Sample : PB86403BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.070 257 261 266 rBVY 1926678 2700639 36.96% 4 .989%
2 5.481 294 297 300 rBY 4285754 5037671 68.94% 9.307%
3 6.510 384 387 389 rBVY 5499352 6031696 82.54% 11.143%
4 6.647 396 399 401 rBVY 5844540 5819256 79.63% 10.751%
5 6.876 417 419 421 rVB 1543277 1245478 17.04% 2.301%

7.036 430 433 435 rBV 4979890 4360150 59.67% 8.055%
7.436 465 468 471 rBV 3144677 3287756 44 .99% 6.074%
8.167 529 532 534 rBV 1568563 1579108 21.61% 2.917%
9.242 623 626 629 rBV 5177429 5993396 82.02% 11.072%
9.916 683 685 688 rvB 1574691 1714119 23.46% 3.167%

=
QO ~NO®

11 10.705 751 754 757 rBV 3753342 4039231 55.27% 7.462%
12 11.402 813 815 818 rVB 2101422 1803742 24.68% 3.332%
13 13.002 952 955 957 rBV 6473908 7307674 100.00% 13.500%
14 14.054 1044 1047 1049 rBV 1944845 1840588 25.19% 3.400%
15 15.528 1173 1176 1179 rBV 1091371 1368411 18.73% 2.528%

Sum of corrected areas: 54128915
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110315\
BF082660.D
3 Nov 2015 14:57
umziz
PB86403BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082660.D

Aca On : 3 Nov 2015 14:57

Operator : UM/I1Z

Sample - PB86403BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.07 43.37 ng 2700640 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 261 (5.070 min): BF082660.D (-257) (-) m/z 43.10 100.00%
431
59.1
5000
1011 U UL UL L I
| 711 831 | 4.80 500 5.20 5.40
Obrrr el e m/z 59.10 59.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL LN LS UL
59.0 480 500 5.20 540
0,
150 4, 1010 m/z 101.10 19.34%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 15.24%
29.0
87.0
ol 150 71.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59.0 4.80 500 5.20 5.40
m/z 41.10 9.23%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082660.D

Aca On : 3 Nov 2015 14:57

Operator : UM/I1Z

Sample - PB86403BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 93.45 ng 5819260 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 399 (6.647 min): BF082660.D (-396) (-) m/z 132.10 100.00%
13R.1
5000 68.1
401 541 ‘ st " '6.40 6.60 6.80 7.00
o..,....,....,...:,“.'...,!!..,:!.'.|,..':.,?‘?.9,..I.,.'!..,l.l.“?.l,....,"...,.. m/z 68.10 48.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR LS L L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 34 .19%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 m/z 66.10 31.75%

150 280 39.0 520 830 770 o000 1040 .
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine R b N Mmoo
132.0 6.40 6.60 6.80 7.00
m/z 69.10 20.37%
5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘
o) AN PRME BN 15\ PRSI U NN N NMMHUSSMNB 1| S R L O SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110315\
Data File : BF082660.D

Acq On : 3 Nov 2015 14:57

Operator : UM/1Z

Sample - PB86403BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.07 43.4 ng 2700640 1 6.88 1245480 20.0
unknown6 .65 6.65 93.5 ng 5819260 1 6.88 1245480 20.0
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